Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.005 Å; R factor = 0.044; wR factor = 0.101; data-to-parameter ratio = 15.5. organic compounds o2906 Gowda et al.
The structure of the title coumarin derivative, C 11 H 9 BrO 3 , is stabilized by weak intermolecular C-HÁ Á ÁO hydrogen bonds.
Related literature
For the properties of coumarins, see: Kulkarni et al. (2006) ; Fylaktakidou et al. (2004) ; Neyts et al. (2009) ; Kempen et al. (2003) . For structural analysis of coumarins, see: Gnanaguru et al. (1985) ; Munshi & Guru Row (2005) ; Gavuzzo et al. (1974) ; Moorthy et al. (2003) ; Katerinopoulos (2004) . For Brcontaining coumarins, see: Gaultier & Hauw (1965) ; Kokila et al. (1996) ; Vasudevan et al. (1991) . Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1 2 ; y À 1 2 ; Àz þ 3 2 ; (ii) Àx þ 1 2 ; y þ 1 2 ; Àz þ 3 2 ; (iii) Àx þ 3 2 ; y À 1 2 ; Àz þ 3 2 .
Experimental
Data collection: APEX2 (Bruker, 2004) ; cell refinement: APEX2 and SAINT (Bruker, 2004) ; data reduction: SAINT (Bruker, 2004) ; program(s) used to solve structure: SIR92 (Altomare et al., 1994) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and Mercury (Macrae et al., 2006) ; software used to prepare material for publication: SHELXL97 (Sheldrick, 2008) . 
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Comment
Coumarins are a class of naturally occurring oxygen heterocycles which have been found to exhibit wide ranging biological activities (Kulkarni et al., 2006; Fylaktakidou et al., 2004; Neyts et al., 2009 ) through its innumerable derivatives. Structural studies on coumarins have been focused on their solid state photochemical dimerization (Gnanaguru et al., 1985) , hydrogen bonding (Munshi et al., 2005) , mode of packing (Gavuzzo et al., 1974) , molecular self assembling (Moorthy et al., 2003) and photophysical properties (Katerinopoulos et al., 2004) . Introduction of bromine has resulted in formation of hydrates, intermolecular hydrogen bonds, and eclipsed conformation, as observed in 3-bromocoumarin (Gaultier et al., 1965) , 6-bromo-3-acetylcoumarin (Kokila et al., 1996) , and 3-bromoacetylcoumarin (Vasudevan et al., 1991) , respectively.
3-Bromophenyl-6-acetoxymethyl-coumarin-3-carboxylates have been found to exhibit potential anticancer and antitumour activity (Kempen et al., 2003) .
The title compound is cyclic, planar and aromatic in nature due to the continuous delocalization of electrons over the coumarin rings system. There is a significant deviation from trigonality in bond angle at O1-C1-C2 [117.0 (3)°], due to the electronic repulsion of atom O2 which is bonded to C1. This is also reflected at C9-C4-C5 [117.9 (3)°] and C9-C4-C3 [117.6 (3)°] but these are due to fused benzene and α pyrone rings. Another significant deviation in bond angle is observed at C6-O3-C11 [118.0 (3)°] due to the repulsion between lone pair electrons of atom O3 with valence electrons of C6-O3 and O3-C11 bonds.
Experimental
To a mixture of equimolar quantity of 4-methoxy phenol (0.1 mol) and 4-bromoethylacetoacetate (0.1 mol) was added drop wise sulfuric acid (30 ml) with stirring and maintaining the temperature between 0-5 °C. The reaction mixture was allowed to stand in ice chest overnight and deep red coloured solution was poured into the stream of crushed ice. Solid separated was filtered and washed with water and then with cold ethanol so as to get a colourless compound. Finally, it is recrystallized from acetic acid.
Refinement
All the H atoms were positioned geometrically and refined using a riding model with bond lengths 0.97 (methylene), 0.96 (methyl) or 0.93 Å (aromatic). Isotropic displacement parameters were calculated as Uĩso~(H) = 1.5U~eq~(C) for methyl group C11 and Uĩso~(H) = 1.2U~eq~(C) for all other H atoms. Fig. 1 . ORTEP diagram of the title molecule with 50% probability displacement ellipsoids for non-H atoms. Symmetry codes: (i) −x+1/2, y−1/2, −z+3/2; (ii) −x+1/2, y+1/2, −z+3/2; (iii) −x+3/2, y−1/2, −z+3/2. supplementary materials sup-6 Fig. 1 
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